Key indicators: single-crystal X-ray study; T = 297 K; mean (C-C) = 0.005 Å; R factor = 0.049; wR factor = 0.134; data-to-parameter ratio = 13.6.
In the title compound, C 9 H 8 BrNO, the non-H-atom framework is essentially planar, with a maximum deviation of 0.087 (3) Å . In the crystal, molecules are interconnected into a three-dimensional network by C-HÁ Á ÁO and N-HÁ Á ÁO hydrogen bonds. In addition, C-HÁ Á Á interactions and a stacking interaction, with a centroid-centroid distance of 3.5535 (19) Å , are also observed.
Related literature
For bond-length data, see: Allen et al. (1987) . Table 1 Hydrogen-bond geometry (Å , ).
Experimental
Cg2 is the centroid of the C1-C6 benzene ring. (ii) Àx þ 1 2 ; y À 1 2 ; Àz þ 1 2 ; (iii) Àx þ 1; Ày þ 1; Àz þ 1.
Data collection: CrysAlis PRO (Agilent, 2011); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 1999) ; software used to prepare material for publication: WinGX (Farrugia, 1997) and PLATON (Spek, 2009) .
Supplementary data and figures for this paper are available from the IUCr electronic archives (Reference: FJ2519). supplementary materials Acta Cryst. (2012) . E68, o833 [doi:10.1107/S1600536812007489]
5-Amino-4-bromo-2,3-dihydro-1H-inden-1-one
Ísmail Çelik, Mehmet Akkurt, Makbule Yılmaz, Ahmet Tutar, Ramazan Erenler and Santiago
García-Granda Comment
In 1 H-NMR spectrum, H7 appeared at δ 7.53 as a doublet with coupling constant 8.3 Hz and H6 appeared at δ 6.73 (J = 8.3 Hz) as doublet. NH2 protons were observed at δ 4.82 with broad singlet. Two signal groups (δ 2.98, δ 2.70) observed at aliphatic region fit with the aliphatic protons. In the present study, we describe the molecular and crystal structures of 5-amino-4-bromo-2,3-dihydro-1H-inden-1-one (I), using X-ray diffraction.
As shown in Fig. 1 , the molecule of (I), except H atoms, is essentially planar with a maximum deviation of -0.087 (3) Å for O1 atom. Bond lengths and angles observed in (I) are normal (Allen et al., 1987) .
The crystal packing is stabilized by intermolecular C-H···O and N-H···O hydrogen bonds (Table 1, Fig. 2 ) forming a three-dimensional network. In addition, π-π stacking interactions [centroid-centroid distance = 3.5535 (19) Å] between the centroids of the C1-C6 benzene rings of the neighbouring molecules stacking interactions are also observed. C-H···π interactions further help in stabilizing the supramolecular structure (Table 1) .
Experimental
To a stirred solution of 5-acetoaminoindanone (0.4 g, 1.95 mmol) in PEG (2.5 g) was added NBS (1.0 g, 5.6 mmol), SiO 2 (1.0 g) and NaClO 4 (0.2 g). The reaction mixture was stirred for 30 days at room temperature, diluted with water (15 ml), extracted with diethyl ether (3×25 ml), dried (Na 2 SO 4 ). After removal of the solvent, the residue was chromatographed on silica gel eluted with chloroform/hexane (4/1) afforded the title compound which was crystallized from dichloromethanehexane yielded the colourless plate crystal (0.11 g, 25%), 1 H-NMR (400 MHz, CDCl 3 ); δ 7.53 (d, J = 8.3 Hz, 1H, H7), 6.74 (d, J = 8.3 Hz, 1H, H6), 4.82 (brs, 2H, NH 2 ), 2.98 (m, 2H, H2), 2.70 (m, 2H, H3).
Refinement
The H atoms of the amino group was located in a difference Fourier map and were isotropically refined with the distance restraints (N-H = 0.86 (2) Å and H···H = 1.30 (2) Å). C-bound H-atoms were positioned geometrically and refined using a riding model [C-H = 0.93 and 0.97 Å, and U iso (H) = 1.2U eq (C)]. The highest residual electron density peak and the deepest hole are located 1.03 Å and 0.89 Å from Br1, respectively.
Computing details
Data collection: CrysAlis PRO (Agilent, 2011) ; cell refinement: CrysAlis PRO (Agilent, 2011) ; data reduction: CrysAlis PRO (Agilent, 2011); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 1999) ; software used to prepare material for publication: WinGX (Farrugia, 1997) and PLATON (Spek, 2009 The packing and hydrogen bonding of (I), viewing down the b axis. H atoms not involved in hydrogen bonding have been omitted. Weighted R-factors wR and all goodnesses of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The observed criterion of F 2 > σ(F 2 ) is used only for calculating -R-factor-obs etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
5-Amino-4-bromo-2,3-dihydro-1H-inden-1-one

Crystal data
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (5) H1N-N1-H2N 105 (5) C7-C8-C9 106.3 (3) C4-N1-H1N 122 (3) O1-C9-C1 126.9 (3) C4-N1-H2N 128 (3) O1-C9-C8 125.3 (3) C2-C1-C6 120.9 (3) C1-C9-C8 107.8 (3) C2-C1-C9 129.3 (3) C1-C2-H2 121.00 C6-C1-C9 109.9 (3) C3-C2-H2 121.00 C1-C2-C3 118.7 (3) C2-C3-H3 119.00 C2-C3-C4 121.9 (3) C4-C3-H3 119.00 C3-C4-C5 118.1 (3) C6-C7-H7A 111.00 N1-C4-C5 121.5 (3) C6-C7-H7B 111.00 N1-C4-C3 120.4 (3) C8-C7-H7A 111.00 Br1-C5-C4 119.4 (2) C8-C7-H7B 111.00 Br1-C5-C6 120.5 (2) H7A-C7-H7B 109.00 C4-C5-C6 120.2 (2) C7-C8-H8A 110.00 C1-C6-C5 120.3 (3) C7-C8-H8B 111.00 C1-C6-C7 111.9 (3) C9-C8-H8A 110.00 C5-C6-C7 127.9 (3) C9-C8-H8B 110.00 C6-C7-C8 104.1 (3) H8A-C8-H8B 109.00 C6-C1-C2-C3 −0.8 (5) N1-C4-C5-Br1 0.6 (4)
